
Figure S1: Fitting ST2-IL33 x-ray structure (PDB 4kc3) to the SAXS profile. The 
experimental and computed profiles are shown in black and red, respectively. 



Figure S2: Fitting full length ST2-IL33 complex models based on the x-ray structure 
(PDB 4kc3) to the SAXS profile. The experimental profile is represented with black 
dots, the best scoring model (χ=1.59) and its profile are shown in red. For 
comparison, the x-ray structure and its profile are shown in green (χ=3.35). 



Figure S3: Fitting ST2 x-ray structure (PDB 4kc3, chain B) to the SAXS profile. The 
experimental and computed profiles are shown in black and red, respectively. 



Figure S4: Fitting full length ST2 models based on the x-ray structure (PDB 4kc3) to 
the SAXS profile. The experimental profile is represented with black dots, the best 
scoring model (χ=5.54) and its profile are shown in red. For comparison, the x-ray 
structure and its profile are shown in green (χ=7.72). 



Figure S5: Multi-state models page on the FoXS server for ST2 models from previous 
figure. The bar plot and the fit plot are shown on top. The two state model is shown below. 
In this case multi-state modeling does not improve the fit to data because MODELLER 
models are very similar to each other. 



Figure S6: A) FoXSDock output page for docking ST2 to IL33. Each docking solution is 
shown with its final Z-score, χ	   score,	   and	   energy	   score.	   B)	   The	   top	   scoring	   solu<on	   (green)	  
superimposed	  on	  the	  crystal	  structure	  (red)	  The	  superposi<on	  was	  performed	  using	  the	  ST2	  chains.	   
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Figure S7: Fitting mPNK x-ray structure (PDB 1yj5, chains B and C) to the SAXS profile. 
The experimental and computed profiles are shown in black and red, respectively. 



Figure	  S8.	  Mul<FoXS	  output	  page	  for	  mPNK.	  The	  bar,	  fit,	  and	  Rg	  
distribu<on	  plots	  are	  at	  the	  top.	  The	  top	  scoring	  one-‐	  and	  two-‐state	  
models	  are	  shown	  in	  green	  and	  red,	  respec<vely.	  



Figure S9: A) FoXSDock output page for docking mPNK catalytic domains to DNA. Each 
docking solution is shown with its final Z-score and χ	   score,.	   B)	   The	   top	   scoring	   model	   is	  
consistent	  with	   known	  biochemical	   informa<on,	  placing	   the	  ASP396	   in	   close	  proximity	   to	   the	  5ʹ′-‐
hydroxyl	  group	  of	  the	  DNA	  substrate. 
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